Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.005 Å; R factor = 0.043; wR factor = 0.116; data-to-parameter ratio = 15.7. organic compounds o720 Tahir et al.
The title compound, C 18 H 16 BrN 3 O 4 S, is a Schiff base ligand of 5-bromosalicylaldehyde and sulfisoxazole [or N-(3,4-dimethyl-5-isoxazol)sulfanilamide]. The present structure is a zwitterion and is a more precise reinterpretation of the structure which was originally reported by Hä mä lä inen, Lehtinen & Turpeinen [Arch. Pharm. (1986) , 319, 415-420]. The two aromatic rings which makeinteractions [centroid-centroid distance 3.7538 (18) Å ] through intermolecular interactions. There is also a C-BrÁ Á Á interaction [3.6333 (15) Å ] with the heterocyclic ring. An intramolecular N-HÁ Á ÁO hydrogen bond also exists. Dimers are formed due to intermolecular N-HÁ Á ÁO hydrogen bonding. Intermolecular C-HÁ Á ÁO hydrogen bonding links a methyl C atom and the phenolate O atom. The dimers are linked by C-HÁ Á ÁN hydrogen bonds, where the C atom is from the Schiff base group and the N atom is of five-membered heterocyclic ring. H atoms treated by a mixture of independent and constrained refinement Á max = 0.46 e Å À3 Á min = À0.62 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 1; (ii) Àx þ 1 2 ; y À 1 2 ; Àz þ 3 2 .
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